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Supplementary material:  
 
Table 1: The overall properties of top 10 successive ligand which is derived from virtual screening data. 

Ligand Binding 
affinity 

LD50 Molecular 
weight 

Rotatable 
bonds 

flexibility H 
acceptor 

H 
donor 

Ring Carbon 
atom 

Hetero 
atom 

Oral 
bioavailability 

Lig 1 -11.3 5000 497.43 6 0.15 10 0 3 26 11 good 
Lig 2 -11.1 3322 498.55 6 0.15 8 6 3 29 8 good 
Lig 3 -10.9 1670 430.49 7 0.24 8 0 4 23 8 good 
Lig 4 -10.1 1690 416.74 6 0.21 5 1 4 23 7 good 
Lig 5 -9.8 - 414.86 7 0.23 7 1 3 21 8 good 
Lig 6 -9.8 - 427.50 7 0.23 9 0 3 20 10 good 
Lig 7 -9.4 - 414.41 6 0.20 8 0 4 21 9 good 
Lig 8 -9.2 - 420.53 5 0.17 8 1 3 18 10 good 

Lig 9 -8.7 - 413.47 7 0.23 9 1 3 19 10 good 
Lig 10 -8.2 - 420.48 5 0.14 5 0 3 27 5 good 

 
Table 2: The toxicity properties of top 4 successive hits of virtual screening data 

Property Ligand 1 Ligand 2 Ligand 3 Ligand 4 

Human Ether-a-go-go-Related 
Gene Inhibition 

Weak inhibitor Weak inhibitor Weak inhibitor Weak inhibitor 
Non-inhibitor Inhibitor Non-inhibitor Inhibitor 

AMES Toxicity AMES toxic Non AMES toxic Non AMES toxic Non AMES toxic 
Carcinogens Non-carcinogens Non-carcinogens Non-carcinogens Non-carcinogens 
Fish Toxicity High FHMT High FHMT High FHMT High FHMT 
Tetrahymena Pyriformis 
Toxicity 

High TPT High TPT High TPT High TPT 

Honey Bee Toxicity Low HBT Low HBT Low HBT Low HBT 
Biodegradation Not ready 

biodegradable 

Not ready 
biodegradable 

Not ready 
biodegradable 

Not ready 
biodegradable 

Acute Oral Toxicity III III III III 

 
 


